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B3LYP/6-311+G** B3LYP/6-311+G**//B3LYP-D3/6-311+G** n-anti/para G n-anti/para G Grel 2-anti- Table S2 . Relative Gibbs Free Energies (Grel, kcal/mol) between antiparallel (anti) and parallel (para) arrangements of optimized trimer structures and the total stabilization energies (kcal/mol).* *The relative total stabilization energies (kcal/mol) between antiparallel (anti) and parallel (para) arrangements are indicated in parentheses. (B3LYP-D3/6-311+G**//B3LYP/6-311+G**, Solvent = Benzene) n-anti/para Grel Total Stabilization Energy 2-anti-t 0.0 44.0 (0.0) 2-para-t 6.6 36.1 (7.9) 3-anti-t 0.0 45.9 (0.0) 3-para-t 5.7 42.1 (3.8) 4-anti-t 0.0 48.6 (0.0) 4-para-t 2.2 35.7 (13.0) 5-anti-t 0.0 44.3 (0.0) 5-para-t 1.0 41.7 (2.6) 6-anti-t 0.0 56.2 (0.0) 6-para-t 0.8 39.2 (17.1) 7-anti-t 0.0 42.8 (0.0) 7-para-t 0.1 41.1 (1.7) 8-anti-t 0.0 48.7 (0.0) 8-para-t 0.3 40.1 (8.6) 9-anti-t 0.0 42.6 (0.0) 9-para-t 
